Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.004 Å; R factor = 0.075; wR factor = 0.162; data-to-parameter ratio = 18.8.
In the title compound, C 13 H 15 ClN 2 O, there are two crystallographically independent but conformationally similar (E)molecules in the asymmetric unit [dihedral angles between the phenyl ring and a common planar fragment of the 1,3diazepane moiety = 47.34 (16) and 48. 00 (16) ]. The sevenmembered ring system adopts a chair conformation in both molecules. In the crystal, N-HÁ Á ÁO hydrogen bonds lead to chains extending along the b-axis direction.
Related literature
Heterocyclic ketene aminals are a useful synthon for the synthesis of fused heterocycles, see: Huang & Wang (1994) . For their bioactivity and potential applications as pesticides and in medicine, see: Kondo et al. (1990) ; Jordan et al. (2002) . For the synthesis, see: Huang & Liu (1989) . For a similar structure, see: Yu et al. (2006 Table 1 Hydrogen-bond geometry (Å , ). Data collection: CrystalClear (Rigaku, 2007); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: OLEX2 (Dolomanov et al., 2009); software used to prepare material for publication: SHELXL97.
Figure 1
The molecular structure and atom numbering scheme for the two independent molecules in the asymmetric unit of the title compound. Displacement ellipsoids are drawn at the 30% probability level and H atoms are shown as spheres of arbitrary radius. The packing of the title compound in the unit cell. Dashed lines indicate N-H···O hydrogen bonds and intramolecular N -H···O interactions. For symmetry code (i), see Table 1 . Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
1-(4-Chlorophenyl)-2-(1,3-diazepan-2-ylidene)ethanone
R int = 0.048 θ max = 27.5°, θ min = 2.1°h = −13→13 k = −14→13 l = −15→15 Refinement Refinement on F 2 Least-squares matrix: full R[F 2 > 2σ(F 2 )] = 0.075 wR(F 2 ) = 0.162 S = 1.w = 1/[σ 2 (F o 2 ) + (0.0466P) 2 + 1.3126P] where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max < 0.001 Δρ max = 0.49 e Å −3 Δρ min = −0.42 e Å −3
Special details

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Cl1 0.01481 (9) 0.17456 (9) 0.95043 (7) 0.0515 (2) Cl 0.43184 (9) 0.64786 (9) 0.02814 (7) 0.0516 (2) 
